Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.010 Å; disorder in main residue; R factor = 0.044; wR factor = 0.115; data-to-parameter ratio = 18.2.
In the mononuclear title compound, [MoCl 3 (C 4 H 8 O)-(C 14 H 15 P) 2 ], obtained by the reaction of trichlorotris(tetrahydrofuran)molybdenum(III) and ethyldiphenylphosphine in tetrahydrofuran (THF) solution, the Mo III atom is sixcoordinated by one O atom of a THF molecule, two P atoms from two ethyldiphenylphosphine ligands and three Cl atoms in a distorted octahedral geometry. The C atoms of the THF molecule are disordered over two positions in a 0.55 (2): 0.45 (2) ratio.
Related literature
For the structures of similar molybdenum complexes and for bond-length data, see: Cotton & Jianrui (1996) ; Cotton & Vidyasagar (1995); Hofacker et al. (1989); Borgmann et al. (1997) . For the synthesis, see: Anker et al. (1975) .
Experimental
Crystal data [MoCl 3 (C 4 Oxford Diffraction, 2006) . based on expressions derived by Clark & Reid (1995) ] T min = 0.937, T max = 0.970 25240 measured reflections 7022 independent reflections 2985 reflections with I > 2(I) R int = 0.089 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.115 S = 0.81 7022 reflections 385 parameters H-atom parameters constrained Á max = 0.70 e Å À3 Á min = À0.54 e Å À3 Table 1 Selected bond lengths (Å ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
0.53421 (13) 0.92350 (10) 0.61183 (10) 0.0612 (4) Cl2 0.62891 (9) 0.74919 (11) 0.76928 (7) 0.0511 (3) Cl3 0.62090 (10) 0.57325 (9) 0.64269 (9) 0.0488 (3) P1 0.78469 (10) 0.78721 (10) 0.69759 (9) 0.0415 (3) (10) 0.0094 (7) 0.0575 (9) 0.0041 (7) Cl2 0.0565 (7) 0.0651 (8) 0.0343 (6) −0.0004 (7) 0.0297 (6) 0.0013 (8) Cl3 0.0583 (8) 0.0320 (7) 0.0577 (9) 0.0070 (6) 0.0372 (7) 0.0059 (6) (18) C25-C24-C23 119.6 (6) C27-P2-C21 104.1 (2) C25-C24-H24A 120.2 C27-P2-C15 102.5 (2) C23-C24-H24A 120.2 C21-P2-C15 101.7 (2) C24-C25-C26 120.9 (6) C27-P2-Mo1 114.84 (16) C24-C25-H25A 119.6 C21-P2-Mo1 111.36 (16) C26-C25-H25A 119.6 C15-P2-Mo1 120.40 (17) C21-C26-C25 120.6 (6) C29-O1-C32 108.9 (15) C21-C26-H26A 119.7 C29A-O1-C32 104.0 (14) C25-C26-H26A 119.7 C29-O1-C32A 113.6 (15) C28-C27-P2 113.6 (4) C29A-O1-C32A 108.5 (16) C28-C27-H27A 108.8 C29-O1-Mo1 123.2 (9) P2-C27-H27A 108.8 C29A-O1-Mo1 128.2 (10) C28-C27-H27B 108.8 C32-O1-Mo1 127.6 (11) P2-C27-H27B 108.8 C32A-O1-Mo1 122.9 (12) H27A-C27-H27B 107.7 C2-C1-C6 118.3 (5) C27-C28-H28A 109.5 C2-C1-P1 121.5 (4) C27-C28-H28B 109.5 C6-C1-P1 120.2 (4) H28A-C28-H28B 109.5 C1-C2-C3 121.1 (6) C27-C28-H28C 109.5 C1-C2-H2A 119.5 H28A-C28-H28C 109.5 C3-C2-H2A 119.5 H28B-C28-H28C 109.5 C4-C3-C2 119.2 (7) O1-C29-C30 105.5 (14) C4-C3-H3A 120.4 O1-C29-H29A 110.6 C2-C3-H3A 120.4 C30-C29-H29A 110.6
